Bridging/non-bridging distinguishes between oxygens which are bridged between a P and C atom versus an O which is bonded only to P (or in the case of neutral phosphates bound to H as well). EPA ½ . Due to the instability of [EPA] 2-in the gas phase, the structure was first optimized using the PCM solvation model (see text). Single point energies were then calculated for the optimized structure in the gas phase. Columns headed with PCM and COSMO indicate DG aq single point calculations performed with the PCM and COSMO solvation models
